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reduced G(r) for nifedipine glass
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The best fit to the reduced G(r) derived from the Cu data is shown in Figure 6. The overall Rw factor of about 0.105 is
rather high for a relatively simple X-ray amorphous data set, but reasonable for Cu X-rays where the reduced
measurement range forces the use of a rigid molecular model. The intermolecular packing functions were the
primary modelling variable along with overall scale factors.
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The inter-molecular packing functions derived for glassy nifedipine using the Cu reflection data passed through two
different data reduction procedures and utilizing three different equilibrium molecular structure models (CSD
refcodes: BICCIZ, ASATOD and BICCIZ04) are shown in Figure 7. Overall, the two functions appear very similar in form,
indicating the robustness of the automated analysis procedure.
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glass packing functions for nifedipine
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glass packing funtions for nifedipine
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